furanoanthracene-12,14-dione 3a (C 21 H 18 O 4 ) (CCDC 940801): Compound 3a was crystallized from Chloroform at room temperature. A colorless block shaped crystal with approximate dimensions 0.200 0.139 0.062 mm gave an Monoclinic with space group P21; a = 10.228(2) b = 11.806(2) c = 13.731(2) Å, = 90o = 93.606(3)o = 90o; V = 1654.9(5) Å3; T = 100 K; Z = 4; calc= 1.342 Mgm-3; 2 max= 56.96; MoK = 0.71073 Å. Fine-focus sealed tube source with graphite monochromator. R = 0.0676 (for 2782 reflection I>2 (I)), wR= 0.2052 which was refined F2 and S = 1.094 for 228 parameters and 4135 unique reflections. The structure was obtained by direct methods using SHELXS-97.S4 All non-hydrogen atoms were refined anisotropically. The hydrogen atoms were fixed geometrically in the idealized position and refined in the final cycle of refinement as riding over the atoms to which they are bonded = 0.093 mm -1 .
